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3139 data points

353 small molecules 

106 eluent compositions

MeCN/MeOH

0 – 100%

pH = 2.0 – 10.7

Prediction error

Training set 1.9x
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35 compounds + compounds with known concentration

concentrations 3.6 nM – 0.35 mM

measured on a QQQ
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28 contaminants from 28 
surface water samples from
the Netherlands

Quantified with targeted
method

Mean prediction error 1.7x
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National Food Institute, Technical

University of Denmark

4907 pesticides identified

Testing Centre of University of Tartu 

(Estonia)

4863 pesticides identified



4856 data points

R2 of 0.85
Average difference in concentration 3.2x 

89% of points with accuracy better than 10x
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